Key indicators: single-crystal X-ray study; T = 223 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.045; wR factor = 0.125; data-to-parameter ratio = 8.7.
The crystal structure of the title compound, C 27 H 45 N 3 , has been determined as part of our investigation into the hydrophobic modification of aminoglycoside antibiotics. The isopropyl group showed disorder for the tertiary carbon (equal occupancies), with high thermal motion for the peripheral atoms of the isopropyl and azide groups also apparent in the structure. The axial disposition of the azide group is consistent with the clean inversion of stereochemistry at C-3 under Mitsunobu conditions.
Related literature
For related literature, see: Freiberg (1965) ; Loibner & Zbiral (1976); Quader et al. (2006 Quader et al. ( , 2007 ; Stoffel & Klotzbuecher (1978) ; Viaud & Rollin (1990) ; Wilkinson et al. (2007) .
Experimental
Crystal data C 27 H 45 N 3 M r = 411.66 Monoclinic, P2 1 a = 13.3763 (3) Å b = 6.2288 (1) Å c = 15.0495 (4) Å = 94.205 (2) V = 1250.52 (5) Å 3 Z = 2 Mo K radiation = 0.06 mm À1 T = 223 K 0.44 Â 0.39 Â 0.28 mm
Data collection
Oxford-Diffraction Gemini S Ultra diffractometer Absorption correction: none 10298 measured reflections 2428 independent reflections 1883 reflections with I > 2(I) R int = 0.027 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.125 S = 0.98 2428 reflections 280 parameters 1 restraint H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.20 e Å À3 Data collection: CrysAlis CCD (Oxford Diffraction, 2007) ; cell refinement: CrysAlis RED (Oxford Diffraction, 2007) ; data reduction: CrysAlis RED; program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2003 
Refinement
H atoms attached to carbon were constrained as riding atoms, with C-H set to 0.93 -0.97Å. U iso (H) values were set to 1.2U eq of the parent atom. The isopropyl group showed disorder with the C25 atom modelled as two atoms with 50% occupancy. High thermal motion of peripheral carbon atoms (C26, C27) for the isopropyl group and the nitrogen atom N33 of the azide group was also apparent in the structure. In the absence of significant anomalous dispersion effects, Friedel pairs were merged before refinement. The absolute configuration was assigned on the basis of the C atoms retaining their configuration during the synthesis of the azide. Fig. 1 . The molecular structure of (II), with atom labels and 40% probability displacement ellipsoids for non-H atoms. 
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Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell esds are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x (10) N32-N31-C3 115.5 (3) C10-C9-H9 107.00 N31-N32-N33 173.2 (5) C11-C9-H9 106.00 C2-C1-C10 113.7 (2) C9-C11-H11A 108.00 C1-C2-C3 111.3 (3) C9-C11-H11B 108.00 N31-C3-C2 106.7 (2) C12-C11-H11A 108.00 N31-C3-C4 111.1 (3) C12-C11-H11B 108.00 C2-C3-C4 112.0 (3) H11A-C11-H11B 110.00 C3-C4-C5 113.6 (2) C11-C12-H12A 109.00 C4-C5-C6 120.5 (3) C11-C12-H12B 109.00 C4-C5-C10 116.0 (2) C13-C12-H12A 109.00 C6-C5-C10 123.5 (2) C13-C12-H12B 109.00 C5-C6-C7 125.0 (3) H12A-C12-H12B 110.00 C6-C7-C8 113.1 (2) C8-C14-H14 105.00
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